Single-crystal X-ray study T = 150 K Mean (C-C) = 0.002 Å R factor = 0.031 wR factor = 0.084 Data-to-parameter ratio = 12.3
The solvate structure of 1-chloro-3,4-dinitrobenzene with 1,4-dioxane, C 6 H 3 ClN 2 O 4 ÁC 4 H 8 N 2 , is reported. Alternating molecules of 3,4-dinitro-1-chlorobenzene and 1,4-dioxane are linked by C-HÁ Á ÁO hydrogen bonds into a continuous twodimensional sheet.
Comment
The title compound, (I), was produced during an experimental crystallization polymorph screen on 1-chloro-3,4-dinitrobenzene (3,4-DNCB). Compound (I) crystallizes in the space group P1 with one molecule of 3,4-DNCB and one molecule of 1,4-dioxane in the asymmetric unit (Fig. 1 ).
The crystal structure of (I) is characterized by alternating molecules of 3,4-DNCB and 1,4-dioxane, linked by a series of C-HÁ Á ÁO hydrogen bonds (Table 1) into a continuous twodimensional sheet which lies parallel to the (111) plane (Fig. 2) . Alternating 3,4-DNCB molecules and 1,4-dioxane are linked by pairwise C-HÁ Á ÁO hydrogen bonds, forming a chain Figure 1 The structure of the asymmetric unit of (I), showing the numbering scheme used. Displacement ellipsoids are drawn at the 50% probability level.
which runs parallel to the body diagonal (111). These chains are then hydrogen-bonded together, forming a sheet via two C-HÁ Á ÁO interactions between two 3,4-DNCB molecules and one C-HÁ Á ÁO interaction between the 3,4-DNCB molecule and a 1,4-dioxane molecule of the adjacent chain. Viewing the crystal structure down the a axis reveals that there are alternating layers of 3,4-DNCB and 1,4-dioxane (Fig. 3 ).
Experimental
The title compound was recrystallized from 1,4-dioxane solution by slow evaporation at 298 K. Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes:
Crystal data
H atoms were located in a difference Fourier map and refined freely [C-H = 0.938 (15)-0.996 (19) Å ]. The three reflections with the greatest discrepancies were omitted from the refinement.
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINT (Bruker, 2001 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL (Bruker, 2000) and MERCURY (Bruno et al., 2002) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2003) . Symmetry codes: (i) x−1, y, z; (ii) x−1, y−1, z−1; (iii) x+1, y+1, z+1; (iv) x, y+1, z+1.
Special details

